. (A) DFT optimized structure of CDox. In the ball-and-stick representation, carbon, nitrogen, and oxygen atoms are colored in gray, blue, and red, respectively. H atoms were omitted for clarity. (B) DFT calculated distance of between Dox and CH moieties in CDox. Figure S2 . The temperature optimization experiments of the release of CDox. (A) The cumulative release curve of released CH from 2 μM CDox in pH 4.5 and 7.4 B-R buffer (10% DMSO) at 25°C, 37°C and 42°C respectively. (B) The cumulative release curve of released Dox from 2 μM CDox in pH 4.5 and 7.4 B-R buffer (10% DMSO) at 25°C, 37°C and 42°C respectively. Figure S3 . Time-dependent fluorescence spectra of 2 μM CDox in B-R buffer (10% DMSO) with various pH (pH 5.5, pH 6.5 and pH 7.4) under the excitation at 420 nm or 500 nm. 
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